LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\

Data File : BF099597.D

Aca On - 17 Oct 2017 22:41 Instrument :
Operator : SJ/JU BNA_F

Sample  : 15869-05 Gl
Misc i MW-6D-10-11-17
ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.546 413 418 426 rBB 266487 291918 9.72% 1.617%
2 5.046 500 503 518 rBV 121309 139336 4.64% 0.772%
3 5.457 570 573 586 rBY 1218104 1132616 37.71% 6.274%
4 6.469 742 745 758 rBV 783064 713694 23.76% 3.953%
5 6.604 763 768 771 rBVY 2122050 2050491 68.27% 11.358%

6.828 802 806 813 rBV 654617 572536 19.06% 3.171%
6.981 828 832 836 rBV 2145588 2084760 69.41% 11.548%
7.392 897 902 905 rBV 1475747 1607146 53.51% 8.902%
8.104 1020 1023 1027 rBV 840182 787261 26.21% 4_.361%
9.181 1201 1206 1210 rBV 2894498 3003543 100.00% 16.637%

=
QO ~NO®

11 9.575 1270 1273 1276 rBV 162286 119577 3.98% 0.662%
12 9.863 1317 1322 1326 rBV 952092 826867 27.53% 4 _.580%
13 10.651 1452 1456 1460 rBV 1209486 1117715 37.21% 6.191%
14 11.351 1571 1575 1578 rBV 757811 682445 22.72% 3.780%
15 12.933 1839 1844 1847 rBV 2034575 1865798 62.12% 10.335%

16 13.810 1989 1993 2001 rBV2 34743 46251 1.54% 0.256%
17 13.992 2020 2024 2027 rBV 536441 487669 16.24% 2.701%
18 15.451 2267 2272 2280 rVB 435620 523821 17.44% 2.902%

Sum of corrected areas: 18053444
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF101717\

BF099597.D

17 Oct 2017 22:41

SJ/JuU

15869-05

18 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099597.D

Aca On : 17 Oct 2017 22:41

Operator : SJ/JU

Sample : 15869-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.05 4.87 ng 139336 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 504 (5.051 min): BF099597.D (-500) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.0 4.80 5.00 520 5.40
o 1| PSSV | NP N m/z 59.10 58.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 4 IR U A RS
59.0 480 5.00 5.20 5.40
0
150 a0 1010 m/z 101.00 23.46%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 5.00 520 5.40
5000 m/z 58.00 16.82%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl- R e AmamEn
31.0 54.0 4.80 5.00 5.20 5.40
m/z 41.10 9.79%
5000
41.0
0 ! “‘\‘so.o‘w 130  gro 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099597.D

Aca On : 17 Oct 2017 22:41

Operator : SJ/JU

Sample : 15869-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.60 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.60 71.63 ng 2050490 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 767 (6.598 min): BF099597.D (-763) (-) m/z 132.00 100.00%
132.0
5000 68.1
wisio || %0 e | %o ok o 5k 750
O L N A S m/z 68.10 37 .63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A IR AR R
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.47%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.00%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .26%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l RSN | A N —
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101717\
Data File : BF099597.D

Acq On : 17 Oct 2017 22:41

Operator : SJ/JU

Sample - 15869-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.05 4.9 ng 139336 1 6.83 572536 20.0
unknown6 .60 6.60 71.6 ng 2050490 1 6.83 572536 20.0
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